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In the title compound, C8H8N4C8H8N4, two tautomers, viz. 3-
phenyl-1,2,4-triazol-5-amine and 5-phenyl-1,2,4-triazol-3-
amine, are crystallized together in equal amounts. The 3-
phenyl-1,2,4-triazol-5-amine molecule is essentially planar; the
phenyl ring makes a dihedral angle of 2.3 (2) with the mean
plane of the 1,2,4-triazole ring. In the 5-phenyl-1,2,4-triazol-3-
amine tautomer, the mean planes of the phenyl and 1,2,4-
triazole rings form a dihedral angle of 30.8 (2). The -
electron delocalization of the amino group with the 1,2,4-
triazole nucleus in the 3-phenyl-1,2,4-triazol-5-amine molecule
is more extensive than that in the 5-phenyl-1,2,4-triazol-3-
amine tautomer. The molecules are linked into a two-
dimensional network parallel to (100) by N—H  N hydrogen
bonds.
Related literature
For a summary of structural data for 1,2,4-triazoles, see:
Buzykin et al. (2006). For the crystal structure of 3-pyridin-2-
yl-1,2,4-triazol-5-amine, see: Dolzhenko et al. (2009). For the
use of 1,2,4-triazol-5-amines as building blocks in the synthesis







a = 17.817 (2) Å
b = 5.0398 (6) Å
c = 18.637 (2) Å
 = 113.573 (4)
V = 1533.9 (3) Å3
Z = 4
Mo K radiation
 = 0.09 mm1
T = 223 (2) K
0.60  0.10  0.06 mm
Data collection




Tmin = 0.947, Tmax = 0.995
10288 measured reflections
3523 independent reflections
2394 reflections with I > 2(I)
Rint = 0.063
Refinement
R[F 2 > 2(F 2)] = 0.067




H atoms treated by a mixture of
independent and constrained
refinement
max = 0.43 e Å
3
min = 0.24 e Å3
Table 1
Hydrogen-bond geometry (Å, ).
D—H  A D—H H  A D  A D—H  A
N3—H3N  N2i 0.89 (3) 2.08 (3) 2.966 (3) 175 (3)
N4—H4A  N1ii 0.92 (3) 2.09 (3) 3.011 (3) 173 (3)
N4—H4B  N8i 0.85 (3) 2.25 (3) 3.091 (3) 170 (3)
N6—H6N  N5iii 0.87 (4) 2.04 (4) 2.879 (3) 159 (3)
N8—H8A  N2 0.81 (3) 2.41 (3) 3.206 (3) 168 (3)
N8—H8B  N7iv 0.94 (4) 2.19 (4) 3.115 (3) 169 (3)
Symmetry codes: (i) x þ 1; y þ 12;z þ 12; (ii) x þ 1;y þ 1;z þ 1; (iii) x; y  1; z;
(iv) x; y þ 1; z.
Data collection: SMART (Bruker, 2001); cell refinement: SAINT
(Bruker, 2001); data reduction: SAINT; program(s) used to solve
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine
structure: SHELXS97 (Sheldrick, 2008); molecular graphics:
SHELXTL (Sheldrick, 2008); software used to prepare material for
publication: SHELXTL.
This work was supported by the National Medical Research
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Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: CI2720).
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